Bed volume calculations
To quantitatively evaluate filtration capabilities, single-pass filtration was conducted under the experimental condition that a 100 or 200 µg/L of Sb(III) solution was pumped though a iron (oxyhydr) oxides/CNT filter at pH 7, and the effluent was no longer returned, the filter bed volume was 0.113 mL, and empty bed contact time (EBCT) was 4.5 s at a fixed flow rate of 1.5 mL/min. The number of bed volume was calculated by following equation:
Where t is filtration time (min).
Method of DFT calculations
Density function theory calculation were p erformed by using the CP2K package. 1 PBE functional 2 with Grimme D3 correction 3 was used to describe the systemm.
Unrestricted Kohn-Sham DFT has been used as the electronic structure method in the framework of the Gaussian and plane waves method. 4, 5 The Goedecker-Teter-Hutter (GTH) pseudopotentials, 6, 7 DZVPMOLOPT-GTH basis sets 4 were utilized to describe the molecules. A plane-wave energy cut-off of 500 Ry has been employed. It's known that the generalized gradient functional fails to reproduce the correlated elements, and the "+U" Hubbard correction 8 
